Electronic Supplementary Information (ESI)
Methyl levulinate 0 1 C 0.00000000 0.00000000 0.00000000 C 0.00000000 0.00000000 1.51208600 O 1.03899900 0.00000000 2.17133400 C -1.36534000 0.00494200 2.19565800 C -1.28901200 -0.62022300 3.58510000 C -0.88008800 -2.07481600 3.47595900 O -0.78715000 -2.69978000 2.42704600 O -0.63879000 -2.61447700 4.69653400 C -0.23732400 -4.00667200 4.65362000 H -2.09288900 -0.52540400 1.56182000 H -1.69489400 1.05774100 2.26303200 H -2.25960500 -0.57309200 4.10518000 H -0.54967200 -0.10186300 4.21285800 H -0.07822200 -4.29017000 5.69962600 H 0.68823900 -4.11270500 4.07157800 H -1.02935700 -4.61582600 4.19673700 H -0.70735300 0.75117000 -0.38773800 H -0.34908100 -0.98988600 -0.33940800 H 1.01124300 0.18936800 -0.38209500 MLR1 0 2 C 3.00567600 -0.77459900 -0.35067600 C 1.83201500 -0.08812400 0.31186600 O 1.39530600 -0.43951100 1.40710800 C 1.20525200 1.07764400 -0.44858400 C -0.21988700 1.34742600 0.02230000 C -1.10093100 0.15626800 -0.27806500 O -0.79803600 -0.79717700 -0.97350900 O -2.32751000 0.29718100 0.33327200 C -3.24923500 -0.71368300 0.11003800 H 1.23349400 0.86287900 -1.52853000 H 1.84309300 1.96370000 -0.27737700 H -0.65292200 2.22660100 -0.48282300 H -0.25373500 1.53614400 1.10509400 H -2.88002400 -1.65308700 -0.29434100 H -4.13078000 -0.61449100 0.73608200 H 3.71968000 -0.03279400 -0.74377700 H 2.62398100 -1. TS_OH_MLR1a 0 2 C -3.12602000 1.03092600 -0.55676900 C -2.09979400 0.28212000 0.26426300 O -1.55152900 0.77856700 1.24712500 C -1.77066500 -1.13895500 -0.18595600 C -0.41714500 -1.59402800 0.34943500 C 0.68672100 -0.72869500 -0.21469900 O 0.54381900 0.12496200 -1.08127000 O 1.88853000 -1.02379500 0.35087900 C 2.98542500 -0.26707800 -0.15865900 H -1.80071800 -1.18712800 -1.28603700 H -2.57439700 -1.79821800 0.18892700 H -0.20433900 -2.64100800 0.07883200 H -0.37753200 - TS_OH_MLR4a 0 2 C 0.00000000 0.00000000 0.00000000 C 0.00000000 0.00000000 1.50780700 O 1.03203100 0.00000000 2.18061400 C -1.34815700 0.04123400 2.20906100 C -1.43531300 -0.93268100 3.37444100 C -1.34242000 -2.35611200 2.86240200 O -1.13992000 -2.66191800 1.69315100 O -1.50302600 -3.25536400 3.86096400 C -1.39301700 -4.63791100 3.43295200 H -2.20144200 -0.01572100 1.51814300 H -1.39345300 1.14576700 2.67195000 H -2.36832900 -0.80993800 3.94509500 H -0.59838200 -0.76602300 4.07072600 H -1.54250900 -5.22949900 4.34228200 H -0.39886900 -4.81964300 3.00271900 H -2.16467900 -4.86327900 2.68442500 H -0.58001600 0.86369100 -0.36590600 TS_OH_MLR6b 0 2 C -0.09964300 -0.52318500 0.12664400 C 0.03837300 0.10472300 1.49002700 O 1.12891100 0.42653100 1.96354000 C -1.25242200 0.34055200 2.26848500 C -1.01327800 0.21110800 3.77108800 C -0.54599800 -1.19410200 4.09235500 O -0.43816300 -2.09556900 3.26966800 O -0.26350000 -1.33650500 5.40864200 C 0.20455500 -2.66152000 5.77028100 H -2.02261700 -0.36782100 1.92773300 H -1.60138800 1.35849400 2.01762700 H -1.92862300 0.41766000 4.34819000 H -0.24054400 0.91674800 4.11057800 H 0.39099300 -2.61301000 6.84836100 H 1.12591900 -2.89657600 5.22050800 H -0.56422100 -3.41047900 5.53631900 H -0.32592500 -1.59633900 0.21813400 H 0.97055300 -0.44308500 -0.44476200 H -0.84123100 -0.01509900 -0.50747700 O 2.21504100 -0.21447600 -0.65259700 H 2.40533600 0.08407600 0.26053800
